Single-crystal X-ray study T = 120 K Mean (C-C) = 0.002 Å R factor = 0.041 wR factor = 0.106 Data-to-parameter ratio = 16.8
Comment
We have recently described (Delgado et al., 2005 (Delgado et al., , 2006 ) the structures of a range of (Z)-5-benzylidene-2-thioxothiazolidin-4-ones that had originally been synthesized both as potential intermediates for the synthesis of fused heterocyclic systems, and as potential antifungal agents (Sortino et al., 2007) . As part of an effort to diversify the substituents, particularly in respect of the antifungal activity, we now report the structure of the related analogue (I) (Fig. 1) , which was obtained by reaction of dimethylamine with the previously described (Delgado et al., 2006 ) (Z)-5-(3,4,5-trimethoxybenzylidene)-2-thioxothiazolidin-4-one, (II).
As with all of the (Z)-5-benzylidene-2-thioxothiazolidin-4ones, the molecular skeleton of (I) is almost planar, as shown by the key torsion angles, and it exhibits a very wide C-C-C angle at the methine C atom linking the two rings (Table 1) . The exocyclic bond angles at atoms C5 and C51 are consistent with a repulsive intramolecular interaction between S1 and H56 (Fig. 1) . The conformation of the methoxy groups, and the pattern of the exocyclic C-C-O bond angles at C53, C54 and C55 closely follows the behaviour observed in (II) (Delgado et al., 2006) .
A single, almost linear C-HÁ Á ÁO hydrogen bond (Table 2 ) links a pair of molecules into an R 2 2 (14) (Bernstein et al., 1995) dimer lying across a twofold rotation axis and quite sharply folded across the intra-ring OÁ Á ÁO vectors. There are four dimers of this type in each unit cell. Fairly short contacts occur between the heterocyclic ring of the molecule at (x, y, z), which is part of a hydrogen-bonded dimer across the axis ( 1 2 , y, 1 4 ) and the aryl ring of the molecule at (1 À x, 1 À y, 1 À z), which forms part of a hydrogen-bonded dimer across ( 1 2 , Ày, 3 4 ). Hence the dimers aligned along [001] form a series of short contacts (Fig. 3) , with an interplanar angle between adjacent heterocyclic and aryl rings of 3.9 (2) , a ring-centroid separation of 3.492 (2) Å , and an interplanar spacing of ca 3.33 Å . However, since the thiazolidin-4-one ring exhibits no aromatic type delocalization, it is unlikely that these contacts are other than adventitious, associated with little or no direction-specific interaction energy between adjacent dimers.
Experimental
A solution of (II) (1 mmol) and dimethylamine (0.5 mmol) in N,Ndimethylformamide (2 ml) was heated under reflux for 6 h. The mixture was cooled to ambient temperature, and the resulting precipitate was collected by filtration and washed with ethanol; crystallization from N,N-dimethylformamide provided yellow crystals suitable for single-crystal X-ray diffraction; yield 64%, m. p. 478-479 K. The molecular structure of compound (I) showing the atom-labelling scheme. Displacement ellipsoids are drawn at the 30% probability level.
Figure 2
Part of the crystal structure of compound (I) showing the formation of a cyclic hydrogen-bonded (dashed lines) dimer. For the sake of clarity, the H atoms not involved in the motif shown have been omitted. The atoms marked with an asterisk (*) are at the symmetry position (1 À x, y, 1 2 À z).
Figure 3
A stereoview of part of the crystal structure of compound (I), showing a chain of hydrogen-bonded (dashed lines) dimers along [001] . For the sake of clarity, the H atoms not involved in the motif shown have been omitted.
Refinement
Refinement on F 2 R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.106 S = 1.11 3433 reflections 204 parameters H-atom parameters constrained Table 1 Selected bond and torsion angles ( ). Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; y; Àz þ 1 2 .
All H atoms were located in difference maps and then treated as riding atoms with C-H distances 0.95 Å (aromatic and methine) or 0.98 Å (methyl), and with U iso (H) = kU eq (C), where k = 1.5 for the methyl groups and 1.2 for all other H atoms.
Data collection: COLLECT (Hooft, 1999) ; cell refinement: DIRAX/LSQ (Duisenberg et al., 2000) ; data reduction: EVALCCD (Duisenberg et al., 2003) ; program(s) used to solve structure: SIR2004 (Burla et al., 2005) ; program(s) used to refine structure: OSCAIL (McArdle, 2003) and SHELXL97 (Sheldrick, 1997) ; molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97 and PRPKAPPA (Ferguson, 1999) .
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Symmetry code: (i) −x+1, y, −z+1/2.
